LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117621.D

Aca On : 30 Oct 2019 13:46

Operator :© JU

Sample - K5539-19

Misc :

ALS Vial : 8 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF101819.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.351 552 555 577 rBV 428433 670594 84.52% 9.500%
2 6.381 727 730 747 rBV 554710 778384 98.10% 11.027%
3 6.504 747 751 764 rVB 827648 793440 100.00% 11.240%
4 6.728 786 789 803 rVB 215078 201538 25.40% 2.855%
5 6.881 812 815 830 rBV 596218 539167 67.95% 7.638%
6 7.292 882 885 904 rBV 337317 441877 55.69% 6.260%
7 8.010 1004 1007 1026 rBV 197155 251296 31.67% 3.560%
8 9.080 1185 1189 1203 rBV 748513 725923 91.49% 10.284%
9 9.480 1254 1257 1271 rBV 57761 68612 8.65% 0.972%
10 9.757 1301 1304 1320 rBV 255638 278043 35.04% 3.939%

11 10.557 1437 1440 1456 rBV 315463 371562 46.83% 5.264%
12 11.251 1554 1558 1567 rBV 219077 257064 32.40% 3.642%

13 11.710 1633 1636 1640 rBV2 6709 9292 1.17% 0.132%
14 11.774 1644 1647 1655 rVB3 33462 37728 4._75% 0.534%
15 12.468 1762 1765 1774 rBV 37028 40224 5.07% 0.570%
16 12.563 1778 1781 1789 rBV3 4756 9156 1.15% 0.130%
17 12.698 1799 1804 1811 rVB 32980 38116 4._80% 0.540%
18 12.827 1822 1826 1833 rBV 634694 540187 68.08% 7.653%
19 13.027 1854 1860 1862 rBV3 6992 10491 1.32% 0.149%
20 13.733 1976 1980 1991 rBV2 48072 96365 12.15% 1.365%
21 13.892 2003 2007 2011 rBV 220068 248142 31.27% 3.515%
22 14.286 2071 2074 2078 rBv4 7022 11229 1.42% 0.159%
23 14.345 2081 2084 2086 rBV2 18057 16593 2.09% 0.235%
24 14.380 2086 2090 2093 rBV6 7824 12965 1.63% 0.184%
25 14.639 2131 2134 2137 rBV2 23248 21055 2.65% 0.298%
26 14.709 2142 2146 2151 rVB 68299 63869 8.05% 0.905%
27 14.927 2180 2183 2185 rBV2 19859 23713 2.99% 0.336%
28 14.957 2185 2188 2192 rVB4 38295 45523 5.74% 0.645%
29 15.215 2229 2232 2237 rBV3 10817 14415 1.82% 0.204%
30 15.280 2240 2243 2245 rBV 11213 12006 1.51% 0.170%
31 15.333 2245 2252 2257 rVB 169399 235370 29.66% 3.334%
32 15.715 2313 2317 2321 rVB2 25137 29091 3.67% 0.412%
33 16.180 2393 2396 2401 rVB5 11176 15982 2.01% 0.226%

34 16.798 2494 2501 2510 rVB3 70522 141757 17.87% 2.008%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117621.D

Aca On : 30 Oct 2019 13:46

Operator :© JU

Sample - K5539-19

Misc :

ALS Vial : 8 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 17.368 2595 2598 2603 rVB7 5359 8065 1.02% 0.114%

Sum of corrected areas: 7058834
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117621.D

Aca On : 30 Oct 2019 13:46

Operator :© JU

Sample - K5539-19

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF117621.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117621.D

Aca On : 30 Oct 2019 13:46

Operator :© JU

Sample - K5539-19

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 unknown6.50 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

6.50 78.74 ng 793440 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Xenon 132 Xe 007440-63-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 750 (6.498 min): BF117621.D (-747) (-) m/z 132.00 100.00%
132
5000 68
96 IPERAERL S S S
40 5y 28 | 106 J 6.20 6.40 6.60 6.80
VAN N - | A m/z 68.10 48.17%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74
5000 98 116
6.20 6.40 6.60 6.80
m/z 134.00 31.50%
158 189
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132
620 640 6.60 6.80
5000 m/z 66.00 30.57%
104
66
14 27 30 50 07T g | us ‘
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14560: Xenon
132 6.20 6.40 6.60 6.80
m/z 69.05 19.92%
5000
66
"'P"'I""Iw"l""l'”'l'l"I"”I""I"”
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117621.D

Aca On : 30 Oct 2019 13:46

Operator :© JU

Sample - K5539-19

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Dodecanoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.77 2.94 ng 37728 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 59
2 Undecanoic acid 186 C11H2202 000112-37-8 53
3 Decanoic acid. silver(1+) salt 278 C10H19A002 013126-67-5 53
4 n-Decanoic acid 172 C10H2002 000334-48-5 43
5 _alpha.-D-Glucopyranose, 4-0-_be... 342 C12H22011 014641-93-1 27

Abundance Scan 1646 (11.768 min): BF117621.D (-1644) (-) m/z 73.00 100.00%
a3 B
5000
IIIIIIIIIIIIAIIIIII
‘ m ||97 129 11.40 11.60 11.80 12.00
———t e m/z 60.00 87.97%
m/z--> 50 100 150 200 250 300 350
Abundance #61120: Dodecanoic acid
60
5000 R SR ML UM B
a5 20 e 1140 1160 11.80 12.00 |
29 m/z 43.00 84 .22%
¢ \ 200
q"dl'J"}"" U VALY DAL
m/z--> 50 100 150 200 250 300 350
Abundance #50051: Undecanoic acid
60
11.40 11.60 11.80 12.00
5000 m/z 55.00 70.60%
29 ‘85 129
186
A gor f o e
m/z--> 50 100 150 200 250 300 350
Abundance #125286: Decanoic acid, silver(1+) salt
7 11.40 11.60 11.80 12.00
m/z 57.00 63.90%
43 155
5000 129
‘ 98
..”.MH"M M.%\HM 2728 330 |§37|
m/z--> 50 100 150 200 250 300 350 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117621.D

Aca On : 30 Oct 2019 13:46

Operator :© JU

Sample - K5539-19

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 n-Tetracosanol-1 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.73 7.77 ng 96365 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 95
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 1-Heneicosanol 312 C21H440 015594-90-8 94
4 n-Nonadecanol-1 284 C19H400 001454-84-8 94
5 3-Chloropropionic acid, heptadec... 346 C20H39CI02 1000283-05-1 91
Abundance Scan 1979 (13.727 min): BF117621.D (-1976) (-) m/z 83.05 100.00%
57 83
5000 111
| 139 234 13.40 13.60 13.80 14.00
I — m/z 57.00 93.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
o7 83

5000

13.40 13.60 13.80 14.00
m/z 43.00 88.18%

167 195 222 250 280 308 336

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol
55 83

13.40 13.60 13.80 14.00
5000 m/z 55.00 80.61%

29

Ll ‘ 167 196 224 252 280 308
el el lhe

miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #155046: 1-Heneicosanol e B B e e A
55 83 13. 40 13. 60 13. 80 14. 00
m/z 69.05 72 .59%
5000
29
Lok 167 196 238 266 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 40 13. 60 13. 80 14. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117621.D

Aca On : 30 Oct 2019 13:46

Operator :© JU

Sample - K5539-19

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Squalene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.71 5.43 ng 63869 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 90
3 1.5.9-Undecatriene. 2.6.10-trime... 192 Cl14H24 062951-96-6 87
4 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 64
5 Carbonic acid, methyl ester, [(E... 280 C17H2803 1000164-38-7 56
Abundance Scan 2146 (14.709 min): BF117621.D (-2142) (-) m/z 69.05 100.00%
6o
5000 NWM,Wm4~v-V\J
T 1% m 14140 1460 1450 1500
149 203 : -
..'.I,-'. Wl e 208 om0 h/7 81.05  49.99%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
s000] 41 LA DL UM I UL
14.40 14.60 14.80 15.00
m/z 41.05 20.58%
95 4137
bl ﬂ d1y ] 161 191 217 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
1440 14.60 14.80 15.00
5000 m/z 95.00 15.25%
41

95 137
sy 163 101 217 245 273 299 341 367 410

m/z--> 50 100 150 200 250 300 350 400
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)- e A RERREEEES
69 14.40 14.60 14.80 15.00
a m/z 68.00 13.78%
5000

95 123
\H \\‘ \ gl o ;1‘\19 177

l
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117621.D

Aca On : 30 Oct 2019 13:46

Operator :© JU

Sample - K5539-19

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Eicosane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.72 2.47 ng 29091 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Hexacosane 366 C26H54 000630-01-3 78
3 Hexadecane 226 C16H34 000544-76-3 78
4 Triacontane 422 C30H62 000638-68-6 72
5 Tetracosane 338 C24H50 000646-31-1 72
Abundance Scan 2318 (15.721 min): BF117621.D (-2313) (-) m/z 71.05 100.00%

7
43
5000
T, = 15140 1500 1580 1600
—e e 20e m/z 57.05 83.93%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 LR B BN SN B

15.40 15.60 15.80 16.00
‘ m/z 85.05 75.33%

LA 1] | 1,169 197 225 253 282
et L e e e e e I B s o
m/z--> 50 100 150 200 250 300 350
Abundance #194494:; Hexacosane
57
T e
15.40 15.60 15.80 16.00
5000 85 m/z 43.05 55.93%
113
200 Ly | 14t 169 197 225 253 295 366
L B o e s L L e B e LA B s o o o
m/z--> 50 100 150 200 250 300 350
Abundance #83023: Hexadecane A e R Ra
57 15.40 15.60 15.80 16.00
m/z 41.05 35.51%
5000 85
29
\‘ J\ | P ‘J 1}3 I 1‘}1 A 169 197 226
— =t R REERE R R Ry
m/z--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117621.D

Aca On : 30 Oct 2019 13:46

Operator :© JU

Sample - K5539-19

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 unknownl6.80 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.80 12.05 ng 141757 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.1.1Theptan-3-one. 2-(b... 192 C13H200 1000163-96-1 35
2 6-0Octen-1-ol. 3.7-dimethvl-. ace... 198 C12H2202 000150-84-5 32
3 3.7-Benzofurandiol. 2.3-dihvdro-... 180 C10H1203 017781-15-6 27
4 cis.trans-3-Ethvlbicvclol4.4.01d... 166 C12H22 066660-41-1 27
5 6-Octen-1-ol, 3,7-dimethyl-, for... 184 C11H2002 000105-85-1 25
Abundance Scan 2501 (16.798 min): BF117621.D (-2494) (-) m/z 137.10 100.00%
137
69
5000{ ,; 9
411
| 163 189 517 074 313 16.40 16.60 16.80 17.00 17.20
Ll P ot Y I BNTY m/z 69.00 75.67%
m/z--> 50 100 150 200 250 300 350 400
Abundance #54661: Bicyclo[3.1.1]heptan-3-one, 2-(but-3-enyl)-6,6-dim...
69 9
41
5000 AL SRR B S B
123 16.40 16.60 16.80 17.00 17.20
149 m/z 95.05 48.69%
1"Ll "}?ﬁ""l""l UL DAL W
m/z--> 50 100 150 200 250 300 350 400
Abundance #59580: 6-Octen-1-ol, 3,7-dimethyl-, acetate
43 6o
95 LA SR SRR B B
123 16.40 16.60 16.80 17.00 17.20
5000 m/z 55.00 41.62%
AL s a0
m/z--> 50 100 150 200 250 300 350 400
Abundance #45270: 3,7-Benzofurandiol, 2,3-dihydro-2,2-dimethyl- A B o
137 16.40 16.60 16.80 17.00 17.20
m/z 81.10 41.19%
5000
180
41 65 91 ‘
”HI\HI \‘1 5'*1@&,‘.'...,.... e e
m/z--> 50 100 150 200 250 300 350 400 1640 16.60 16.80 17.00 17.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF103019\
Data File : BF117621.D

Acq On : 30 Oct 2019 13:46

Operator : JU

Sample - K5539-19

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101819_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .50 6.50 78.7 ng 793440 1 6.73 201538 20.0
Dodecanoic acid 11.77 2.9 ng 37728 4 11.25 257064 20.0
n-Tetracosanol-1 13.73 7.8 ng 96365 5 13.89 248142 20.0
Squalene 14.71 5.4 ng 63869 6 15.33 235370 20.0
Eicosane 15.72 2.5 ng 29091 6 15.33 235370 20.0
unknown16.80 16.80 12.1 ng 141757 6 15.33 235370 20.0
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